C11H15NOS, monoclinic, P21/n (no. 14), a = 7.3979(4) Å,
Bruker [1] , SHELX [2] [3] [4] , WinGX/ORTEP [5] Source of material All chemicals and solvents were used as purchased without purification. All reactions were carried out under ambient conditions. The melting point was determined on a Krüss KSP1N melting point meter. The IR spectrum was obtained on a Perkin Elmer Spectrum 400 FT Mid-IR/Far-IR spectrophotometer from 4000 to 400 cm −1 ; abbreviation: s, strong. Elemental analyses were performed on a Perkin Elmer PE 2400 CHN Elemental Analyser. o-Tolyl isothiocyanate (Sigma Aldrich; 2.5 mmol, 0.33 mL) was added to NaOH (Merck; 2.5 mmol, 0.10 g) in iPrOH (Merck; 5 mL) and the mixture was left stirring at room temperature for 2 h, followed by the addition of excess 5 M HCl solution. The resulting mixture was stirred for another 1.5 h. The final product was extracted with chloroform (Merck; 20 mL) and left for evaporation at room temperature, yielding colourless crystal after 4 weeks. M.pt: 
Experimental details
The C-bound H atoms were geometrically placed (C-H = 0.95−1.00 Å) and refined as riding with U iso (H) = 1.2− 1.5Ueq(C). The N-bound H-atom was located in a difference Fourier map but refined with a distance restraint of N-H = 0.88 ±0.01 Å, and with U iso (H) set to 1.2U equiv (N). 
Comment
The title compound was investigated as part of continuing and systematic crystal chemical studies of alkoxycarbothioamides [6] [7] [8] [9] , i.e. molecules of the general formula ROC(=S)N(H)R′ (R/R′ = alkyl and/or aryl). Continued synthesis of these molecules is also motivated by the exciting biological activity exhibited by their phosphanegold(I) derivatives, e.g. as anti-microbial [10] and anti-cancer [11] agents, and the observed dependence of biological potential upon the nature of R and R′. In the present communication, the crystal and molecular structures of the title compound, iPrOC(=S)N(H)C 6 H4Me-2, are described. The molecular structure is shown in the figure (70% displacement ellipsoids) and features the normally observed [6] [7] [8] [9] The present structure determination completes the series of structures of general formula ROC(=S)N(H)C 6 H4Me-2, i.e. for R = Me [12] and Et [13] . While not isostructural, the three structures exhibit the same trends in geometric parameters and in their respective crystals, the formation of eightmembered {· · · HNCS} 2 synthons mediated by thioamide-N-H· · · S(thione) hydrogen bonds.
